Studies of ligand diffusion pathways over a protein surface.
Studies were conducted on the behavior of simulated molecules diffusing within organized water, postulated to form from the hydropathic states of protein surface amino acid side chains. This organization is postulated to facilitate the diffusion of ligands across the protein surface to their effector. These studies reveal that the organized water can be disrupted in their diffusion facilitating function by the presence of some other solute in high concentration. It was also found from cellular automata simulations that chiral isomers behaved in a slightly different manner when in an asymmetric enclosure simulating a fragment of the organized water pathway. These findings have relevance to observations about the mechanism of action of nonspecific anesthetic agents.